Comparison of log P values obtained from CAChe and other sources.
Partition coefficients, P, are useful for correlating a variety of properties. The log P values have been calculated for some 120 compounds, including amines, ketones, carboxylic acids, and esters using CAChe software. The correlation is excellent for the calculated value and the value obtained from literature sources (r = 0.973; N = 120). The agreement between predicted and reported values is good for alcohols, acids, amines, phenols, hydrocarbons, and a group of miscellaneous compounds. Unfortunately, the actual agreement is not good for esters and ketones, for which reported values tend to be higher and lower, respectively, than the values calculated using CAChe software. The reasons for this discrepancy are considered.